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The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The title compound was prepared by a nitration reaction of o-xylene. The product was recrystallized from ethyl acetate or dichloromethane solution at room temperature to give yellow crystals for single-crystal X-ray diffraction. 
Experimental details
All H atoms were positioned geometrically and treated as riding, with C-H bond lengths constrained to 0.98 Å and refined as ride with U iso (H) = 1.2Ueq(C).
Comment
Nitration of aromatic substrates belongs to the most important and widely studied chemical reactions [4] [5] [6] . Nitration of o-xylene by the conventional method, by using a mixture of nitric acid and sulfuric acid as the nitrating mixture gives a mixture of 4-nitro-o-xylene 31-55% and 3-nitro-o-xylene 45-69% [7] [8] [9] . Mixed-acid nitration systems are corrosive and used in excess often lead to overnitration or to oxidized by products. Here we report the crystal structure of a significant by-product (cf. the figure) .
One half of a title molecule defines the asymmetric unit. As shown in the figure, the molecular structure, contrains a planar six-membered, diketo moiety to which the nitro groups and two methyl groups are linked in C2 and C3 position, respectively. The dihedral angle between the nitro group and the parent rings is 82.0°(N1/O2, O3). Bond lengths and angles are all in the expected ranges [10, 11] .
